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AB Crystals of per (3, g- anhydro ! -a- cyclodextrln 

{ In \ I k [ , l X -'! ; ' : ' ] 

KC1 or Nal evidence the similar distorted conformatior 
provide the same supramol. scaffolding of ;y rlodextrir 
CH»»»0 H bonds. Infinite tubes parallel to symmetry axis 6 
are filled by H20 mols . or by I atoms in 1/KC1 and 1/NaI crystals, resp. 
In 1/KC1 crystals an inclusion complex of stoichiometry 1:2 was found. 
Coordination polyhedra of the dimeric K units fuse with the coordination 
polyhedra of one pentacoordinated chloride atom to form an infinite helix 
along the c direction crossing over a helical organic envelope of 
cyjclodexj fin mols. Crystallog. data are given. 
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interior cavity of 3A, 6A- anhydr. 
(I) in D20 containing 0.1 mol di 
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decrease in entropy accompanied 
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2,6-NDC. These results indicat. 
retarded within the deformed ca- 
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1-3 Na2C03 ana caused a shift in the 1H NMR 
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s (anisotropic ring-current effect!. The 
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that the mol. rotation of 2,6-NDC is 
■ity of I. 
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AB Using pel , - ^_ - -_m derivs . [per (3,6- 

anhydro ) CD] , it. was p:ssirle to produce new lanthanide, such as 
praseodymium, chelates by careful choice of the size and functional 
groups . Heptakis ( 3 , c - ar.hy ar : -2 -O-methyl ) cyclomaltoheptaose 

fulfills the best criteria for complexation of praseodymium ions. NMR was 

used to derive the association consts . and the stoichiometries of these new 

complexes. Finally, a three-dimensional structure of these complexes 

consistent with the NMR data is proposed, to ascertain the position of 

praseodymium In the cavity of the per ( 3 , 6- anhydr o ) CD . For the 

present purposes, heptakis ( 2-O-acety 1-3 , 6- anhydro 

) cyclomaltoheptaose, octakis ( 2-0-acetyl-3 , 6-anhydro 

! cyelomaltoootaose, heptakis (3, 6- anhydro -2-0- 

[ kis , 3 , c - anhydro 

-2-C-i syr.zr.es -zed and purified. 
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AB Three cyclomaltoheptaoses (1, 2 and 3) 

benzyloxycarbonylamino group, a tert-butoxycarbonylamino group or an azido 
group, and six tosyloxy groups, on their C-6 atoms have been prepared These 
can be versatile intermediates for the synthesis of derivs. possessing an 
amino group as well as other functional groups. As an example of their 
derivatization, their conversion to compds . containing 3 , 6-anhydroglucoses , 
which possess cation-binding abilities, is also reported. 
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from a melee of alkali metal cations. X-ray cryst 
that, in the solid state, the highly distorted chc 
■ -' vi re y puckered conformati 

facilitates the binding of two K ions with the ca\ 
. ■ ■ . . . |! ' ;'>-.■■■■. - ' " . -, which arc 

10- and ll-coordi-=-e, rind to 0 atoms, other thai 
ring 0 atoms, in six (two only partially) of the s 
-D-glucopyranose residues. Included H20 n 
satisfy the remaining coordination sites, 
reveals that the 2:1 complexes assemble tc 
leaf aggregate. 
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AB The conformational behavior of a modifiec 
3A, 6A-anhydrocyclomaitonexa :>se in solutic 
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>nal anal, of the disaccharides and of the 
ras achieved with the CHARMM program. 
> limited stability (<|>,y) domains because of 
: of flexibility of the 3, 6- anhydro unit, 
;veral inter-residue hydrogen bonds. The agreement 
between exptl. and calculated vicinal coupling consts . is good. Generated 
conformations for the modified cyclodextrin , have been 

classified into three groups: regular, intermediate and distorted. For 
the latter, a glucose unit adjacent to the 3, 6- anhydro residue 
is tilted towards the inside of the hydrophobic cavity. The NMR data are 
in agreement with the data calculated for the intermediate form which could 
correspond to the preferred conformation in solution 
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i the synthesis and characterization of a potentially r 
>dext r in (CD) -derived mol . receptors, the per-3,6- 
The p-CD derivative was prepared by treatment of 
-p-CD with aqueous NaOH . The per-3 , 6-anhydr ide of 

was prepared by the action of aqueous NaOH on 
-2, 3-benzoyl-a-CD as the key intermediate. 
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